Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.048; wR factor = 0.134; data-to-parameter ratio = 15.6.
In the title compound, C 28 H 50 O 5 ÁH 2 O, all of the six-membered rings of the pentacyclic triterpene skeleton adopt chair conformations. In the crystal, molecules are linked by O-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds.
Related literature
For the synthesis, see: Wen et al. (2006) . The crystal structure of ursolic acid is known from its ethanol solvate, see: Simon et al. (1992) . For methyl uroslate-3-bromoacetate, see: Stout & Stevens (1963) . For methyl ursolate-3-p-bromobenzoate, see: Paton & Paul (1979) . For background to ursolic acid derivatives and their biological activity, see: Es-saady et al. (1996) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). ethoxycarbonylmethyl ursolate as a yellow oil, which is pure enough for the next step. The ester was dissolved in MeOH (50 ml), THF (75 ml) and 4 N NaOH (30 ml). The mixture was stirred at room temperature for 18 h. After solvent evaporation under reduced pressure, H2O (90 ml) was added. The mixture was acidified with 4 N HCl until the pH was adjusted to 3.0 and the product was extracted with CHCl 3 (75 ml). The organic layer was separated and dried in Na 2 SO 4 . Filtration and concentration under reduce pressure provided carboxymethyl ursolate as a white powder. The colorless block of the title compound used in x-ray diffraction studies were grown in a mixture of ethyl acetate and hexane by a slow evaporation at room temperature.
Refinement
The absolute sturucture was indeterminate in the present experiment. The relative chiralities of the stereogenic centres are: C1 R*, C4 S*, C5 S*, C7 R*, C14 R*, C15 S*, C16 R*, C17 R*, C22 S*, C23 R*. All H atoms bonded to the C atoms were placed geometrically at the distances of 0.93-0.97 Å, and included in the refinement in riding motion approximation with Uĩso~(H) = 1.2 or 1.5U~eq~ of the carrier atom. Figures   Fig. 1 . The molecular structure of (I), showing displacement ellipsoids at the 70% probability level.
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